Legitimate utilization of large descriptor pools for QSPR/QSAR models.
The use of large descriptor pools in multilinear QSAR/QSPR approaches has recently been increasingly criticized for their sensitivity to "chance correlations". Statistical experiments substituting "real descriptor" pools by random numbers were stated to demonstrate such sensitivity. While contributing positively to the improvement of the QSAR/QSPR methodology, these approaches claim complete interchangeability between the molecular descriptors used in QSAR/QSPR models and random numbers. Here, we demonstrate that when used correctly the large molecular descriptor pools are (i) not comparable with random numbers and (ii) can give very helpful QSPR conclusions.